The title compound, C 13 H 8 IN 3 O 5 , crystallizes with Z H = 2 in the space group P2 1 /n. The two independent molecules, which are both almost planar, are conformational isomers. The molecules are linked into complex sheets by a combination of ®ve independent CÐHÁ Á ÁO hydrogen bonds and an almost linear two-centre iodo±nitro interaction.
Comment
We have recently reported the supramolecular structures of imines containing iodo and nitro groups, for example, N-(2-iodobenzylidene)-3-nitroaniline, 2-IC 6 H 4 CH NC 6 H 4 NO 2 -3 H , and the various isomeric N-(nitrobenzylidene)iodoanilines, O 2 NC 6 H 4 CH NC 6 H 4 I , several of which crystallize in two polymorphic forms (Ferguson et al., 2005) . We have now continued our studies in this area with the title compound, (I), an imine containing an additional nitro group as well as a hard hydrogen-bonding donor group.
Compound (I) crystallizes with Z H = 2 in the space group P2 1 /n (Fig. 1) . In each of the independent molecules there is an intramolecular OÐHÁ Á ÁN hydrogen bond, forming an S(6) motif (Bernstein et al., 1995) , and these interactions undoubtedly in¯uence the molecular conformations. Both molecules are nearly planar. The overall conformation in each is de®ned by ®ve torsion angles (Table 1) , and it is striking that in molecule A the two nitro groups are on the same edge of the molecule, whereas in molecule B these substituents are on opposite edges (Fig. 1) . The two molecules are thus conformational isomers, and this alone suf®ces to preclude any possible additional symmetry.
Within the molecules, the bond distances show some interesting patterns (Table 1) , consequent upon the mutually para arrangement in the iodinated rings of the electron-donor hydroxyl substituent and the electron-acceptor nitro group; in the non-iodinated rings, there is no possibility of any conjugative interactions. Thus, the CÐO bonds are signi®cantly shorter than is typical in simple phenols (mean value 1.362 A Ê ; Allen et al., 1987) . Of the CÐN bonds to the nitro groups, the Figure 1 The two independent molecules of compound (I), showing the atomlabelling scheme. Displacement ellipsoids are drawn at the 30% probability level and H atoms are shown as small spheres of arbitrary radii. The intramolecular OÐHÁ Á ÁN hydrogen bonds and the two CÐ HÁ Á ÁO hydrogen bonds within the selected asymmetric unit are indicated by dashed lines. bonds C5AÐN5A and C5BÐN5B are both somewhat shorter than the mean value for simple aromatic nitro compounds (1.468 A Ê ), whereas the bonds C13AÐN13A and C13BÐN13B are both considerably longer. The NÐO bonds involving atoms N5A and N5B are shorter than those involving atoms N13A and N13B. Finally, there is some evidence of CÐC bond ®xation within the iodinated rings. These observations, taken together, provide some evidence in favour of polarized form (Ia) (see scheme) as a modest contributor to the overall molecular electronic structure.
Within the selected asymmetric unit, the two molecules are linked by two CÐHÁ Á ÁO hydrogen bonds ( Fig. 1 and Table 2 ), and this bimolecular aggregate can be regarded as the basic building block within the supramolecular structure. Three further CÐHÁ Á ÁO hydrogen bonds and a two-centre iodo± nitro interaction then link these aggregates into complex sheets, the formation of which can be readily analysed in terms of one-dimensional substructures.
In the principal substructure, atom C14B at (x, y, z) acts as hydrogen-bond donor to atom O14B at (Àx, Ày, 1 À z), so generating by inversion a centrosymmetric R 2 2 (10) motif centred at (0, 0, 1 2 ). At the same time, atom I3B at (x, y, z) forms a two-centre interaction with atom O13A at (Àx, 1 À y, 1 À z), with dimensions IÁ Á ÁO = 3.173 (4) A Ê and CÐIÁ Á ÁO = 175.6 (2) , so generating by inversion an R 4 4 (28) (Starbuck et al., 1999) 2 ) (n = zero or integer), together with two types of S(6) ring and an R 2 2 (14) ring (Fig. 2) . Two further CÐHÁ Á ÁO hydrogen bonds link the [010] chains into sheets. The type A molecules (Fig. 1) at (x, y, z) and (Àx, Ày, 1 À z) form part of the chain along (0, y, 1 2 ) (Fig. 2) . The C14A atoms at (x, y, z) and (Àx, Ày, 1 À z), act as hydrogen-bond donors to, respectively, atoms O51A at ( (Fig. 3) . There are no direction-speci®c interactions between adjacent sheets. In particular, CÐHÁ Á Á%(arene) hydrogen bonds and aromatic %±% stacking interactions are absent from the structure of (I).
Experimental
A solution of 3-nitroaniline (1.38 g, 10 mmol) and 2-hydroxy-3-iodo-5-nitrobenzaldehyde (0.55 g, 10 mmol) (Garden et al., 2004) in methanol (30 ml) was heated under re¯ux for 45 min. The mixture was then cooled and the solvent was removed under reduced pressure. Crystallization from ethanol of the resulting solid product gave crystals of (I) suitable for single-crystal X-ray diffraction. The space group P2 1 /n was uniquely assigned from the systematic absences. All H atoms were located in difference maps and then treated as riding atoms, with CÐH = 0.93 A Ê , OÐH = 0.82 A Ê and U iso (H) = 1.2U eq (C) or 1.5U eq (O).
Crystal data
Data collection: SMART (Bruker, 1998) ; cell re®nement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PRPKAPPA (Ferguson, 1999) . (4) C12AÐC13AÐN13AÐO13A À7.1 (7) C1AÐC7AÐN1AÐC11A À177.1 (4) N1AÐC7AÐC1AÐC2A 0.4 (7) C7AÐN1AÐC11AÐC12A À0.1 (7) C4AÐC5AÐN5AÐO51A 8.2 (6) C12BÐC13BÐN13BÐO13B 5.5 (7) C1BÐC7BÐN1BÐC11B À179.4 (4) N1BÐC7BÐC1BÐC2B 1.1 (6) C7BÐN1BÐC11BÐC12B 176.9 (4) C4BÐC5BÐN5BÐO51B 1.2 (7) 
